isomers Figure S6 . LDI-TOF mass spectra of Lu 2 C 2n (2n = 76, 78, 80, 84, 86, 88, 90) isomers. Figure S7 . Vis-NIR absorption spectra of Lu 2 C 2n (2n = 76, 78, 80, 84, 86, 88, 90) isomers. Table S1 . The HPLC retention time and details of the Vis-NIR spectra of Lu 2 C 2n (2n = 76, 78, 80, 84, 86, 88, 90) isomers. (2n = 76, 78, 80, 84, 86, 88, 90) isomers. (2n = 76, 78, 80, 84, 86, 88, 90) isomers. and HOMO-LUMO gap energies (eV, in parenthesis). Figure S6 . LDI-TOF mass spectra of Lu 2 C 2n (2n = 76, 78, 80, 84, 86, 88, 90) [a] Buckyprep column, flow rate: 1.0 mL/min, eluent: toluene, room temperature.
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[b] Optical bandgap (eV) = 1240/onset (nm). T, K 100 (2) 100 (2) 100 (2) 100 (2) 173 (2) λ, Å (2) 100 (2) 173 (2) 100 (2) 100 (2) λ, Å Figure S11 . Optimized structures of low-energy Lu 2 C 76 isomers with relative energies (kcal/mol) and HOMO-LUMO gap energies (eV, in parenthesis). The isomer marked with a red box is experimentally obtained.
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Figure S12. Optimized structures of low-energy Lu 2 C 78 isomers with relative energies (kcal/mol) and HOMO-LUMO gap energies (eV, in parenthesis). The isomer marked with a red box is experimentally obtained. 
